The compound was isolated as a byproduct of the reaction of o-tolylisocyanide with methylbromobis(6,6-dimethylcyclohexadienyl)zirconium [1, 2] in hexane at 0 °C. Attempted crystallization of the metal-containing product by slow evaporation of an ether solution was not successful, but instead yielded a small amount of this hydrolysis product. The compound was crystallized by slow evaporation of solvent from an ether solution of the metal-containing product into diphenylmethane using an apparatus previously described [3],
Source of material
The compound was isolated as a byproduct of the reaction of o-tolylisocyanide with methylbromobis(6,6-dimethylcyclohexadienyl)zirconium [1, 2] in hexane at 0 °C. Attempted crystallization of the metal-containing product by slow evaporation of an ether solution was not successful, but instead yielded a small amount of this hydrolysis product. The compound was crystallized by slow evaporation of solvent from an ether solution of the metal-containing product into diphenylmethane using an apparatus previously described [3] ,
Discussion
The structure consists of a highly conjugated, linear decapentaene backbone, with additional cross-conjugation due to vinyl groups on the C3 and C3' atoms, while amine groups are attached to C9, C9', C10, and C10'. Throughout this framework one observes reasonable distances for both the expected single (1.456(2) A -1.490(2) A) and double ( 1.332(2) A -1.364(3) A) carbon-carbon bonds. The most notable aspect of this structure is the significant twist about the central C=C bond out of a planar orientation with the two external cross-conjugated triene units. This appears to result from intramolecular interactions between the six attached rings, and can be best exemplified by the C3-C9-C10-C10' torsion angle of-58.4(2)°. 
